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Figure SI1. Showing a test case where we simulate random proton transfer over six 
water molecules in a line at different temperatures: 300 (black), 500 (red), 1000 (green), 
and 2000 K (blue). The two middle water molecules have a lower pKa value than the four 
on the edges and, thus, form a transfer barrier, ∆G‡, for the proton to go from one side to 
the other. τ is the time it takes for the proton to go from the first to the last water 
molecule. The solid lines correspond to what is expected from transition state theory. 
 
 


